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Table 1. Crystal data and structure refinement.

	


Identification code 
03src086    (300-475)
Empirical formula 
C42H86N18P6
Formula weight 
1029.11

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 30.586(10) Å
( = 90°


b = 9.660(2) Å
( = 94.599(10)°


c = 18.449(5) Å
(  = 90°

Volume
5433(3) Å3
Z
4

Density (calculated)
1.258 Mg / m3
Absorption coefficient
0.247 mm(1
F(000)
2216

Crystal
rod; colourless

Crystal size
0.24 ( 0.05 ( 0.03 mm3
( range for data collection
2.91 ( 27.02°

Index ranges
(38 ( h ( 38, (10 ( k ( 10, (20 ( l ( 23

Reflections collected
12154

Independent reflections
6215 [Rint = 0.1387]

Completeness to ( = 27.02°
52.3 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9926 and 0.9432

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6215 / 6 / 596

Goodness-of-fit on F2
1.032

Final R indices [F2 > 2((F2)]
R1 = 0.1094, wR2 = 0.1958

R indices (all data)
R1 = 0.2656, wR2 = 0.2640

Extinction coefficient
0.0010(4)

Largest diff. peak and hole
0.216 and (0.277 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit sphere). Cell determination: DirAx (Duisenberg, A.J.M.(1992). J. Appl. Cryst. 25, 92-96.) Data collection: Collect (Collect: Data collection software, R. Hooft, Nonius B.V., 1998). Data reduction and cell refinement: Denzo (Z. Otwinowski & W. Minor, Methods in Enzymology (1997) Vol. 276: Macromolecular Crystallography, part A, pp. 307(326; C. W. Carter, Jr. & R. M. Sweet, Eds., Academic Press). Absorption correction: SORTAV (R. H. Blessing, Acta Cryst. A51 (1995) 33(37; R. H. Blessing, J. Appl. Cryst. 30 (1997) 421(426). Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: Cameron - A Molecular Graphics Package. (D. M. Watkin, L. Pearce and C. K. Prout, Chemical Crystallography Laboratory, University of Oxford, 1993).

Special details: 

Very weak data, not good enough to experimentally find protons.

P1-P2 = 2.770, P2-P3 = 2.795, P1-P3 = 2.809, max deviation = 0.091 (P2), P4-P5 = 2.788, P5-P6 = 2.778, P4-P6 = 2.771, max deviation = 0.096 (N11).

Table 2. Atomic coordinates [( 104], equivalent isotropic displacement parameters [Å2 ( 103] and site occupancy factors. Ueq is defined as one third of the trace of the orthogonalized Uij tensor.

Atom 
x
y
z
Ueq
S.o.f.
C1
3403(4)
(810(20)
(1193(6)
95(8)
1

C2
3104(6)
(1810(30)
(1613(9)
139(11)
1

C3
2894(6)
(2580(30)
(1103(10)
184(15)
1

C4
3072(5)
(2300(20)
(408(8)
119(10)
1

C5
4063(6)
(2550(20)
717(9)
111(9)
1

C6
4213(5)
(3220(30)
1384(9)
141(11)
1

C7
3978(5)
(2480(20)
1951(8)
130(11)
1

C8
3691(5)
(1480(20)
1613(7)
107(9)
1

C9
4040(4)
2590(20)
(1193(7)
83(8)
1

C10
4069(8)
3960(30)
(1606(12)
178(15)
1

C11
4251(11)
4880(30)
(1113(13)
250(20)
1

C12
4395(6)
4310(20)
(442(9)
105(9)
1

C13
4552(4)
2150(20)
1551(7)
100(8)
1

C14
4965(6)
1520(30)
1851(12)
260(20)
1

C15
5205(6)
1180(30)
1278(15)
194(15)
1

C16
4988(4)
1670(30)
603(10)
157(12)
1

C17
3193(4)
3688(19)
1974(7)
68(6)
1

C18
2821(3)
4476(17)
1562(6)
65(6)
1

C19
2855(3)
4395(18)
757(6)
66(6)
1

C20
2864(3)
3133(15)
(355(5)
56(5)
1

C21
2427(3)
3485(17)
(776(5)
73(6)
1

C22
2469(3)
3580(16)
(1591(6)
61(5)
1

C23
2061(3)
4053(16)
(2032(5)
64(6)
1

C24
2209(3)
5720(20)
(2943(6)
79(8)
1

C25
2368(3)
6027(17)
(3694(6)
67(6)
1

C26
2072(3)
5394(18)
(4304(7)
66(6)
1

C27
586(3)
3883(18)
(2075(6)
68(6)
1

C28
341(6)
5070(30)
(1741(9)
135(11)
1

C29
297(7)
6140(30)
(2246(9)
165(14)
1

C30
377(4)
5583(18)
(2971(6)
70(7)
1

C31
804(3)
3913(18)
(4868(6)
68(6)
1

C32
554(4)
3100(20)
(5420(7)
142(11)
1

C33
146(5)
2750(30)
(5154(8)
170(13)
1

C34
174(3)
2925(18)
(4369(7)
82(7)
1

C35
1548(4)
180(20)
(4530(8)
97(8)
1

C36
1445(5)
(960(20)
(5010(9)
129(11)
1

C37
1054(5)
(1600(20)
(4731(8)
125(10)
1

C38
1031(6)
(1210(20)
(3989(10)
146(11)
1

C39
1756(6)
(740(30)
(2308(10)
172(13)
1

C40
1686(6)
(1440(30)
(1617(11)
180(14)
1

C41
1354(6)
(740(30)
(1322(10)
166(13)
1

C42
1154(5)
230(20)
(1845(8)
160(13)
1

N1
3216(2)
512(14)
559(5)
50(4)
1

N2
4010(2)
484(13)
11(5)
47(4)
1

N3
3738(2)
2833(13)
655(5)
59(4)
1

N4
3216(2)
2291(15)
1684(5)
54(4)
1

N5
2867(2)
3041(16)
413(4)
61(5)
1

N6
3422(3)
(1292(16)
(453(5)
75(5)
1

N7
3729(3)
(1567(18)
847(6)
91(7)
1

N8
4267(3)
2820(19)
(488(6)
76(6)
1

N9
4557(2)
2249(14)
798(5)
61(5)
1

N10
1314(2)
4302(13)
(3419(5)
53(4)
1

N11
904(2)
1851(14)
(3175(5)
51(4)
1

N12
1791(2)
1924(14)
(3246(5)
51(3)
1

N13
2133(3)
4262(16)
(2794(5)
59(5)
1

N14
1989(3)
3941(15)
(4178(5)
54(5)
1

N15
519(2)
4139(15)
(2848(4)
53(4)
1

N16
583(2)
3716(13)
(4193(4)
55(4)
1

N17
1352(3)
(70(16)
(3864(5)
74(5)
1

N18
1379(3)
74(16)
(2481(5)
74(5)
1

P1
3286(1)
2094(5)
799(2)
50(1)
1

P2
3599(1)
(345(6)
246(2)
65(2)
1

P3
4115(1)
2043(6)
246(2)
57(2)
1

P4
1773(1)
3554(5)
(3402(2)
47(1)
1

P5
862(1)
3463(5)
(3411(2)
52(2)
1

P6
1353(1)
1055(5)
(3208(2)
60(2)
1

	


Table 3. Bond lengths [Å] and angles [°].

	


C1(N6
1.440(15)

C1(C2
1.51(2)

C1(H1A
0.9900

C1(H1B
0.9900

C2(C3
1.40(2)

C2(H2A
0.9900

C2(H2B
0.9900

C3(C4
1.378(19)

C3(H3A
0.9900

C3(H3B
0.9900

C4(N6
1.457(18)

C4(H4A
0.9900

C4(H4B
0.9900

C5(N7
1.43(2)

C5(C6
1.43(2)

C5(H5A
0.9900

C5(H5B
0.9900

C6(C7
1.50(2)

C6(H6A
0.9900

C6(H6B
0.9900

C7(C8
1.42(2)

C7(H7A
0.9900

C7(H7B
0.9900

C8(N7
1.429(15)

C8(H8A
0.9900

C8(H8B
0.9900

C9(N8
1.442(15)

C9(C10
1.54(3)

C9(H9A
0.9900

C9(H9B
0.9900

C10(C11
1.36(3)

C10(H10A
0.9900

C10(H10B
0.9900

C11(C12
1.39(3)

C11(H11A
0.9900

C11(H11B
0.9900

C12(N8
1.49(2)

C12(H12A
0.9900

C12(H12B
0.9900

C13(N9
1.392(14)

C13(C14
1.47(2)

C13(H13A
0.9900

C13(H13B
0.9900

C14(C15
1.37(3)

C14(H14A
0.9900

C14(H14B
0.9900

C15(C16
1.44(2)

C15(H15A
0.9900

C15(H15B
0.9900

C16(N9
1.504(15)

C16(H16A
0.9900

C16(H16B
0.9900

C17(N4
1.456(17)

C17(C18
1.521(17)

C17(H17A
0.9900

C17(H17B
0.9900

C18(C19
1.500(14)

C18(H18A
0.9900

C18(H18B
0.9900

C19(N5
1.456(19)

C19(H19A
0.9900

C19(H19B
0.9900

C20(N5
1.418(12)

C20(C21
1.531(12)

C20(H20A
0.9900

C20(H20B
0.9900

C21(C22
1.522(13)

C21(H21A
0.9900

C21(H21B
0.9900

C22(C23
1.507(13)

C22(H22A
0.9900

C22(H22B
0.9900

C23(N13
1.454(13)

C23(H23A
0.9900

C23(H23B
0.9900

C24(N13
1.461(19)

C24(C25
1.534(15)

C24(H24A
0.9900

C24(H24B
0.9900

C25(C26
1.517(16)

C25(H25A
0.9900

C25(H25B
0.9900

C26(N14
1.448(17)

C26(H26A
0.9900

C26(H26B
0.9900

C27(N15
1.446(13)

C27(C28
1.53(2)

C27(H27A
0.9900

C27(H27B
0.9900

C28(C29
1.39(3)

C28(H28A
0.9900

C28(H28B
0.9900

C29(C30
1.48(2)

C29(H29A
0.9900

C29(H29B
0.9900

C30(N15
1.473(19)

C30(H30A
0.9900

C30(H30B
0.9900

C31(C32
1.455(18)

C31(N16
1.477(12)

C31(H31A
0.9900

C31(H31B
0.9900

C32(C33
1.418(17)

C32(H32A
0.9900

C32(H32B
0.9900

C33(C34
1.453(16)

C33(H33A
0.9900

C33(H33B
0.9900

C34(N16
1.480(14)

C34(H34A
0.9900

C34(H34B
0.9900

C35(N17
1.429(15)

C35(C36
1.43(2)

C35(H35A
0.9900

C35(H35B
0.9900

C36(C37
1.475(19)

C36(H36A
0.9900

C36(H36B
0.9900

C37(C38
1.429(18)

C37(H37A
0.9900

C37(H37B
0.9900

C38(N17
1.480(18)

C38(H38A
0.9900

C38(H38B
0.9900

C39(N18
1.412(18)

C39(C40
1.47(2)

C39(H39A
0.9900

C39(H39B
0.9900

C40(C41
1.37(2)

C40(H40A
0.9900

C40(H40B
0.9900

C41(C42
1.44(2)

C41(H41A
0.9900

C41(H41B
0.9900

C42(N18
1.415(15)

C42(H42A
0.9900

C42(H42B
0.9900

N1(P2
1.581(11)

N1(P1
1.601(12)

N2(P2
1.578(10)

N2(P3
1.594(12)

N3(P1
1.596(9)

N3(P3
1.619(10)

N4(P1
1.673(9)

N4(H4
0.8800

N5(P1
1.685(11)

N6(P2
1.637(12)

N7(P2
1.647(14)

N8(P3
1.647(12)

N9(P3
1.638(9)

N10(P4
1.579(9)

N10(P5
1.603(9)

N11(P6
1.580(9)

N11(P5
1.619(12)

N12(P6
1.586(10)

N12(P4
1.601(13)

N13(P4
1.655(10)

N14(P4
1.666(9)

N14(H14
0.8800

N15(P5
1.666(9)

N16(P5
1.636(8)

N17(P6
1.627(12)

N18(P6
1.639(12)

N6(C1(C2
104.8(14)

N6(C1(H1A
110.8

C2(C1(H1A
110.8

N6(C1(H1B
110.8

C2(C1(H1B
110.8

H1A(C1(H1B
108.9

C3(C2(C1
106.9(15)

C3(C2(H2A
110.3

C1(C2(H2A
110.4

C3(C2(H2B
110.4

C1(C2(H2B
110.3

H2A(C2(H2B
108.6

C4(C3(C2
110.6(17)

C4(C3(H3A
109.5

C2(C3(H3A
109.5

C4(C3(H3B
109.5

C2(C3(H3B
109.5

H3A(C3(H3B
108.1

C3(C4(N6
108.5(14)

C3(C4(H4A
110.0

N6(C4(H4A
110.0

C3(C4(H4B
110.0

N6(C4(H4B
110.0

H4A(C4(H4B
108.4

N7(C5(C6
109.7(14)

N7(C5(H5A
109.8

C6(C5(H5A
109.7

N7(C5(H5B
109.7

C6(C5(H5B
109.7

H5A(C5(H5B
108.2

C5(C6(C7
104.4(16)

C5(C6(H6A
110.9

C7(C6(H6A
110.9

C5(C6(H6B
110.9

C7(C6(H6B
110.9

H6A(C6(H6B
108.9

C8(C7(C6
109.5(13)

C8(C7(H7A
109.8

C6(C7(H7A
109.8

C8(C7(H7B
109.8

C6(C7(H7B
109.8

H7A(C7(H7B
108.2

C7(C8(N7
107.2(14)

C7(C8(H8A
110.3

N7(C8(H8A
110.3

C7(C8(H8B
110.3

N7(C8(H8B
110.3

H8A(C8(H8B
108.5

N8(C9(C10
105.7(17)

N8(C9(H9A
110.6

C10(C9(H9A
110.6

N8(C9(H9B
110.6

C10(C9(H9B
110.6

H9A(C9(H9B
108.7

C11(C10(C9
106(2)

C11(C10(H10A
110.6

C9(C10(H10A
110.6

C11(C10(H10B
110.6

C9(C10(H10B
110.6

H10A(C10(H10B
108.8

C10(C11(C12
115(3)

C10(C11(H11A
108.6

C12(C11(H11A
108.5

C10(C11(H11B
108.5

C12(C11(H11B
108.6

H11A(C11(H11B
107.5

C11(C12(N8
105.5(16)

C11(C12(H12A
110.7

N8(C12(H12A
110.6

C11(C12(H12B
110.6

N8(C12(H12B
110.6

H12A(C12(H12B
108.8

N9(C13(C14
109.1(13)

N9(C13(H13A
109.9

C14(C13(H13A
109.8

N9(C13(H13B
109.9

C14(C13(H13B
109.9

H13A(C13(H13B
108.3

C15(C14(C13
107.8(18)

C15(C14(H14A
110.2

C13(C14(H14A
110.1

C15(C14(H14B
110.1

C13(C14(H14B
110.2

H14A(C14(H14B
108.5

C14(C15(C16
110.4(18)

C14(C15(H15A
109.6

C16(C15(H15A
109.6

C14(C15(H15B
109.6

C16(C15(H15B
109.6

H15A(C15(H15B
108.1

C15(C16(N9
105.5(14)

C15(C16(H16A
110.6

N9(C16(H16A
110.7

C15(C16(H16B
110.6

N9(C16(H16B
110.6

H16A(C16(H16B
108.8

N4(C17(C18
109.7(10)

N4(C17(H17A
109.7

C18(C17(H17A
109.7

N4(C17(H17B
109.7

C18(C17(H17B
109.7

H17A(C17(H17B
108.2

C19(C18(C17
111.1(10)

C19(C18(H18A
109.4

C17(C18(H18A
109.4

C19(C18(H18B
109.4

C17(C18(H18B
109.4

H18A(C18(H18B
108.0

N5(C19(C18
119.0(14)

N5(C19(H19A
107.6

C18(C19(H19A
107.6

N5(C19(H19B
107.5

C18(C19(H19B
107.6

H19A(C19(H19B
107.0

N5(C20(C21
117.1(8)

N5(C20(H20A
108.0

C21(C20(H20A
108.0

N5(C20(H20B
108.0

C21(C20(H20B
108.0

H20A(C20(H20B
107.3

C22(C21(C20
111.9(8)

C22(C21(H21A
109.2

C20(C21(H21A
109.2

C22(C21(H21B
109.2

C20(C21(H21B
109.2

H21A(C21(H21B
107.9

C23(C22(C21
114.8(9)

C23(C22(H22A
108.6

C21(C22(H22A
108.6

C23(C22(H22B
108.6

C21(C22(H22B
108.6

H22A(C22(H22B
107.5

N13(C23(C22
112.3(9)

N13(C23(H23A
109.1

C22(C23(H23A
109.1

N13(C23(H23B
109.1

C22(C23(H23B
109.1

H23A(C23(H23B
107.9

N13(C24(C25
114.9(14)

N13(C24(H24A
108.5

C25(C24(H24A
108.5

N13(C24(H24B
108.6

C25(C24(H24B
108.6

H24A(C24(H24B
107.5

C26(C25(C24
112.3(10)

C26(C25(H25A
109.2

C24(C25(H25A
109.1

C26(C25(H25B
109.1

C24(C25(H25B
109.2

H25A(C25(H25B
107.9

N14(C26(C25
111.9(11)

N14(C26(H26A
109.2

C25(C26(H26A
109.2

N14(C26(H26B
109.2

C25(C26(H26B
109.2

H26A(C26(H26B
107.9

N15(C27(C28
103.5(12)

N15(C27(H27A
111.1

C28(C27(H27A
111.0

N15(C27(H27B
111.1

C28(C27(H27B
111.1

H27A(C27(H27B
109.0

C29(C28(C27
108.0(15)

C29(C28(H28A
110.1

C27(C28(H28A
110.1

C29(C28(H28B
110.1

C27(C28(H28B
110.1

H28A(C28(H28B
108.4

C28(C29(C30
109(2)

C28(C29(H29A
109.9

C30(C29(H29A
109.9

C28(C29(H29B
109.9

C30(C29(H29B
109.9

H29A(C29(H29B
108.3

C29(C30(N15
105.8(12)

C29(C30(H30A
110.6

N15(C30(H30A
110.6

C29(C30(H30B
110.6

N15(C30(H30B
110.6

H30A(C30(H30B
108.7

C32(C31(N16
105.6(11)

C32(C31(H31A
110.6

N16(C31(H31A
110.6

C32(C31(H31B
110.6

N16(C31(H31B
110.6

H31A(C31(H31B
108.8

C33(C32(C31
108.2(12)

C33(C32(H32A
110.0

C31(C32(H32A
110.1

C33(C32(H32B
110.1

C31(C32(H32B
110.0

H32A(C32(H32B
108.4

C32(C33(C34
109.5(11)

C32(C33(H33A
109.8

C34(C33(H33A
109.8

C32(C33(H33B
109.8

C34(C33(H33B
109.8

H33A(C33(H33B
108.2

C33(C34(N16
105.0(10)

C33(C34(H34A
110.8

N16(C34(H34A
110.7

C33(C34(H34B
110.7

N16(C34(H34B
110.8

H34A(C34(H34B
108.8

N17(C35(C36
108.2(16)

N17(C35(H35A
110.0

C36(C35(H35A
110.0

N17(C35(H35B
110.1

C36(C35(H35B
110.1

H35A(C35(H35B
108.4

C35(C36(C37
104.7(14)

C35(C36(H36A
110.8

C37(C36(H36A
110.8

C35(C36(H36B
110.8

C37(C36(H36B
110.8

H36A(C36(H36B
108.9

C38(C37(C36
109.0(14)

C38(C37(H37A
109.9

C36(C37(H37A
109.9

C38(C37(H37B
109.9

C36(C37(H37B
109.9

H37A(C37(H37B
108.3

C37(C38(N17
105.2(12)

C37(C38(H38A
110.7

N17(C38(H38A
110.7

C37(C38(H38B
110.7

N17(C38(H38B
110.7

H38A(C38(H38B
108.8

N18(C39(C40
106.2(12)

N18(C39(H39A
110.5

C40(C39(H39A
110.5

N18(C39(H39B
110.5

C40(C39(H39B
110.5

H39A(C39(H39B
108.7

C41(C40(C39
106.2(17)

C41(C40(H40A
110.5

C39(C40(H40A
110.5

C41(C40(H40B
110.5

C39(C40(H40B
110.5

H40A(C40(H40B
108.7

C40(C41(C42
110.2(16)

C40(C41(H41A
109.6

C42(C41(H41A
109.7

C40(C41(H41B
109.6

C42(C41(H41B
109.6

H41A(C41(H41B
108.1

N18(C42(C41
106.0(14)

N18(C42(H42A
110.6

C41(C42(H42A
110.6

N18(C42(H42B
110.5

C41(C42(H42B
110.5

H42A(C42(H42B
108.7

P2(N1(P1
121.0(6)

P2(N2(P3
123.6(7)

P1(N3(P3
121.7(8)

C17(N4(P1
118.5(11)

C17(N4(H4
120.7

P1(N4(H4
120.7

C20(N5(C19
112.4(13)

C20(N5(P1
113.6(7)

C19(N5(P1
110.4(7)

C1(N6(C4
107.3(10)

C1(N6(P2
123.4(13)

C4(N6(P2
121.9(9)

C5(N7(C8
108.9(12)

C5(N7(P2
120.0(10)

C8(N7(P2
126.0(14)

C9(N8(C12
107.9(15)

C9(N8(P3
121.6(11)

C12(N8(P3
118.8(11)

C13(N9(C16
107.0(11)

C13(N9(P3
122.6(7)

C16(N9(P3
120.1(10)

P4(N10(P5
122.4(8)

P6(N11(P5
120.5(6)

P6(N12(P4
120.8(6)

C23(N13(C24
110.8(13)

C23(N13(P4
116.9(8)

C24(N13(P4
112.3(8)

C26(N14(P4
116.2(10)

C26(N14(H14
121.9

P4(N14(H14
121.9

C27(N15(C30
109.3(11)

C27(N15(P5
120.0(8)

C30(N15(P5
117.9(9)

C34(N16(C31
108.6(8)

C34(N16(P5
119.2(8)

C31(N16(P5
121.4(6)

C35(N17(C38
108.2(11)

C35(N17(P6
123.3(13)

C38(N17(P6
125.0(8)

C39(N18(C42
108.4(11)

C39(N18(P6
119.5(9)

C42(N18(P6
128.4(12)

N3(P1(N1
118.6(5)

N3(P1(N4
106.9(5)

N1(P1(N4
110.7(7)

N3(P1(N5
109.0(6)

N1(P1(N5
108.7(6)

N4(P1(N5
101.5(5)

N1(P2(N2
117.6(7)

N1(P2(N6
111.8(5)

N2(P2(N6
106.7(5)

N1(P2(N7
106.0(6)

N2(P2(N7
113.3(6)

N6(P2(N7
100.2(8)

N2(P3(N3
115.8(5)

N2(P3(N9
115.0(6)

N3(P3(N9
103.6(5)

N2(P3(N8
105.7(7)

N3(P3(N8
115.3(8)

N9(P3(N8
100.6(5)

N10(P4(N12
118.0(5)

N10(P4(N13
111.6(6)

N12(P4(N13
105.8(6)

N10(P4(N14
107.1(5)

N12(P4(N14
111.4(6)

N13(P4(N14
101.6(5)

N10(P5(N11
116.0(5)

N10(P5(N16
107.7(5)

N11(P5(N16
113.9(6)

N10(P5(N15
113.2(6)

N11(P5(N15
104.5(6)

N16(P5(N15
100.5(5)

N11(P6(N12
119.0(7)

N11(P6(N17
113.7(6)

N12(P6(N17
105.8(5)

N11(P6(N18
103.6(5)

N12(P6(N18
110.9(6)

N17(P6(N18
102.7(7)

	


Symmetry transformations used to generate equivalent atoms: 

	


Table 4. Anisotropic displacement parameters [Å2( 103]. The anisotropic displacement

factor exponent takes the form: (2( 2[h2a*2U11 + ... + 2 h k a* b* U12 ].

Atom
U11
U22
U33
U23
U13
U12
C1
127(12) 
130(30)
29(9) 
4(11)
10(6) 
(15(12)

C2
171(17) 
170(30)
72(14) 
(28(16)
(9(11) 
(86(17)

C3
165(18) 
280(50)
100(18) 
(20(20)
(40(13) 
(110(20)

C4
147(14) 
140(30)
74(13) 
(5(14)
18(9) 
(78(15)

C5
168(17) 
70(30)
94(15) 
22(14)
9(11) 
47(15)

C6
132(14) 
200(30)
88(15) 
(11(17)
(6(10) 
78(15)

C7
134(14) 
200(30)
50(11) 
45(14)
(1(8) 
69(16)

C8
121(12) 
150(30)
47(11) 
9(12)
10(7) 
21(13)

C9
132(12) 
80(30)
36(10) 
(11(11)
10(7) 
(17(11)

C10
270(30) 
180(50)
85(19) 
60(20)
(5(15) 
(40(20)

C11
500(50) 
140(50)
100(20) 
20(20)
(80(30) 
(150(40)

C12
176(16) 
60(30)
89(14) 
(36(14)
40(10) 
(59(15)

C13
66(9) 
150(30)
83(12) 
0(12)
(17(7) 
(2(10)

C14
81(14) 
530(70)
150(20) 
130(30)
(38(12) 
30(20)

C15
98(16) 
240(40)
240(30) 
40(30)
(13(17) 
69(19)

C16
54(9) 
280(40)
140(17) 
(107(19)
1(9) 
30(13)

C17
77(8) 
90(20)
41(9) 
(24(10)
13(5) 
(27(9)

C18
56(7) 
70(20)
65(9) 
(16(9)
7(5) 
3(7)

C19
41(6) 
120(20)
40(9) 
(4(9)
0(5) 
(1(7)

C20
42(6) 
84(18)
42(8) 
9(8)
5(4) 
7(6)

C21
44(6) 
140(20)
34(8) 
0(9)
1(4) 
3(7)

C22
50(7) 
72(18)
59(9) 
(12(8)
(4(5) 
(6(7)

C23
75(8) 
100(20)
14(7) 
5(8)
2(4) 
(22(8)

C24
37(6) 
140(30)
52(9) 
(38(11)
(20(5) 
0(9)

C25
52(7) 
80(20)
66(9) 
8(9)
5(5) 
(13(7)

C26
42(7) 
90(20)
65(9) 
16(11)
1(5) 
10(8)

C27
76(8) 
80(20)
54(9) 
22(9)
17(5) 
37(8)

C28
202(18) 
140(40)
65(14) 
(44(16)
40(11) 
77(18)

C29
250(20) 
200(40)
50(14) 
29(17)
26(12) 
90(20)

C30
91(9) 
80(20)
42(8) 
31(9)
14(6) 
54(10)

C31
69(7) 
110(20)
29(7) 
20(9)
9(5) 
(7(8)

C32
78(10) 
270(30)
79(13) 
(64(15)
26(8) 
(60(13)

C33
128(14) 
300(40)
79(14) 
(62(17)
(1(9) 
(97(17)

C34
50(7) 
120(20)
72(10) 
11(10)
(20(5) 
(27(8)

C35
110(11) 
100(30)
84(12) 
(62(13)
36(8) 
(44(11)

C36
127(14) 
150(40)
110(16) 
(42(17)
26(10) 
(60(14)

C37
113(12) 
180(30)
85(13) 
(50(15)
29(9) 
(53(13)

C38
166(17) 
110(30)
170(20) 
(63(18)
92(14) 
(108(17)

C39
173(18) 
230(40)
126(18) 
90(20)
91(13) 
100(20)

C40
194(19) 
170(40)
190(20) 
100(20)
114(17) 
124(19)

C41
200(20) 
200(40)
98(16) 
59(18)
43(13) 
130(20)

C42
160(15) 
250(40)
75(13) 
85(16)
66(10) 
129(17)

N1
56(6) 
31(14)
64(7) 
(19(7)
5(4) 
(11(5)

N2
51(5) 
19(13)
71(7) 
4(7)
1(4) 
(16(5)

N3
33(5) 
56(14)
88(8) 
(33(8)
5(4) 
(8(5)

N4
73(6) 
51(16)
37(7) 
11(7)
(1(4) 
(7(6)

N5
47(5) 
130(18)
6(6) 
(10(7)
8(3) 
(13(6)

N6
79(7) 
110(19)
34(7) 
5(7)
(2(4) 
(25(7)

N7
93(8) 
140(20)
44(8) 
10(9)
2(5) 
38(9)

N8
83(7) 
90(20)
57(8) 
(14(9)
17(5) 
(39(8)

N9
49(5) 
79(15)
56(7) 
(7(7)
2(4) 
12(6)

N10
38(5) 
75(15)
44(6) 
6(7)
(2(3) 
4(5)

N11
61(6) 
40(14)
52(7) 
29(7)
11(4) 
25(5)

N12
51(3) 
51(3)
51(3) 
0(1)
4(1) 
0(1)

N13
39(5) 
85(18)
52(7) 
14(8)
(5(4) 
(11(6)

N14
68(6) 
61(16)
34(6) 
0(7)
18(4) 
2(6)

N15
51(5) 
82(16)
28(6) 
6(6)
11(3) 
15(6)

N16
36(5) 
94(15)
34(5) 
7(6)
1(3) 
(3(5)

N17
113(8) 
85(18)
30(7) 
(31(7)
42(5) 
(29(8)

N18
90(8) 
85(18)
53(8) 
31(8)
31(5) 
31(7)

P1
42(2) 
65(5)
42(2) 
1(2)
(3(1) 
1(2)

P2
64(2) 
90(6)
41(2) 
3(3)
(2(1) 
(1(2)

P3
46(2) 
75(5)
49(2) 
(6(2)
2(1) 
(9(2)

P4
35(2) 
67(5)
39(2) 
(3(2)
(2(1) 
4(2)

P5
39(2) 
86(5)
31(2) 
(2(2)
2(1) 
5(2)

P6
56(2) 
77(6)
47(2) 
2(2)
13(1) 
3(2)

	


Table 5. Torsion angles [°].

	


N6(C1(C2(C3
13(3)

C1(C2(C3(C4
(8(3)

C2(C3(C4(N6
0(3)

N7(C5(C6(C7
(5(3)

C5(C6(C7(C8
2(3)

C6(C7(C8(N7
1(2)

N8(C9(C10(C11
(7(3)

C9(C10(C11(C12
7(4)

C10(C11(C12(N8
(4(4)

N9(C13(C14(C15
(3(3)

C13(C14(C15(C16
5(4)

C14(C15(C16(N9
(5(3)

N4(C17(C18(C19
(51.8(16)

C17(C18(C19(N5
56.4(14)

N5(C20(C21(C22
178.9(13)

C20(C21(C22(C23
(174.6(13)

C21(C22(C23(N13
174.0(13)

N13(C24(C25(C26
53.0(15)

C24(C25(C26(N14
(50.7(16)

N15(C27(C28(C29
(21(2)

C27(C28(C29(C30
17(3)

C28(C29(C30(N15
(6(2)

N16(C31(C32(C33
15(2)

C31(C32(C33(C34
(18(3)

C32(C33(C34(N16
14(2)

N17(C35(C36(C37
21(2)

C35(C36(C37(C38
(21(3)

C36(C37(C38(N17
12(3)

N18(C39(C40(C41
(17(3)

C39(C40(C41(C42
10(4)

C40(C41(C42(N18
1(3)

C18(C17(N4(P1
57.7(11)

C21(C20(N5(C19
(75.6(14)

C21(C20(N5(P1
158.1(11)

C18(C19(N5(C20
175.3(8)

C18(C19(N5(P1
(56.7(10)

C2(C1(N6(C4
(13(2)

C2(C1(N6(P2
(163.6(13)

C3(C4(N6(C1
9(2)

C3(C4(N6(P2
159.9(15)

C6(C5(N7(C8
6(3)

C6(C5(N7(P2
162.2(14)

C7(C8(N7(C5
(4(2)

C7(C8(N7(P2
(158.7(13)

C10(C9(N8(C12
4.9(19)

C10(C9(N8(P3
147.4(15)

C11(C12(N8(C9
(1(2)

C11(C12(N8(P3
(145.0(19)

C14(C13(N9(C16
0(2)

C14(C13(N9(P3
144.6(16)

C15(C16(N9(C13
3(2)

C15(C16(N9(P3
(142.7(17)

C22(C23(N13(C24
(98.2(14)

C22(C23(N13(P4
131.5(11)

C25(C24(N13(C23
169.8(8)

C25(C24(N13(P4
(57.5(12)

C25(C26(N14(P4
56.7(12)

C28(C27(N15(C30
17.5(16)

C28(C27(N15(P5
158.4(12)

C29(C30(N15(C27
(8.1(16)

C29(C30(N15(P5
(149.9(11)

C33(C34(N16(C31
(3.9(18)

C33(C34(N16(P5
(148.8(13)

C32(C31(N16(C34
(6.7(18)

C32(C31(N16(P5
137.3(12)

C36(C35(N17(C38
(14(2)

C36(C35(N17(P6
(173.8(12)

C37(C38(N17(C35
1(2)

C37(C38(N17(P6
160.2(13)

C40(C39(N18(C42
17(3)

C40(C39(N18(P6
177.5(17)

C41(C42(N18(C39
(11(3)

C41(C42(N18(P6
(169.3(15)

P3(N3(P1(N1
2.5(10)

P3(N3(P1(N4
128.5(8)

P3(N3(P1(N5
(122.6(8)

P2(N1(P1(N3
5.1(10)

P2(N1(P1(N4
(119.1(7)

P2(N1(P1(N5
130.3(7)

C17(N4(P1(N3
59.7(9)

C17(N4(P1(N1
(169.7(8)

C17(N4(P1(N5
(54.4(9)

C20(N5(P1(N3
63.4(11)

C19(N5(P1(N3
(64.0(9)

C20(N5(P1(N1
(67.2(11)

C19(N5(P1(N1
165.4(8)

C20(N5(P1(N4
176.0(10)

C19(N5(P1(N4
48.7(10)

P1(N1(P2(N2
(13.7(9)

P1(N1(P2(N6
(137.7(8)

P1(N1(P2(N7
114.1(9)

P3(N2(P2(N1
15.7(10)

P3(N2(P2(N6
142.2(8)

P3(N2(P2(N7
(108.5(9)

C1(N6(P2(N1
89.8(11)

C4(N6(P2(N1
(56.4(17)

C1(N6(P2(N2
(40.1(12)

C4(N6(P2(N2
173.7(14)

C1(N6(P2(N7
(158.3(10)

C4(N6(P2(N7
55.5(15)

C5(N7(P2(N1
178.6(15)

C8(N7(P2(N1
(29.6(14)

C5(N7(P2(N2
(51.1(18)

C8(N7(P2(N2
100.8(12)

C5(N7(P2(N6
62.2(16)

C8(N7(P2(N6
(145.9(12)

P2(N2(P3(N3
(8.4(10)

P2(N2(P3(N9
112.6(7)

P2(N2(P3(N8
(137.4(7)

P1(N3(P3(N2
(1.0(10)

P1(N3(P3(N9
(127.9(8)

P1(N3(P3(N8
123.2(8)

C13(N9(P3(N2
(87.2(14)

C16(N9(P3(N2
53.3(15)

C13(N9(P3(N3
40.3(16)

C16(N9(P3(N3
(179.2(14)

C13(N9(P3(N8
159.8(15)

C16(N9(P3(N8
(59.7(16)

C9(N8(P3(N2
42.3(16)

C12(N8(P3(N2
(179.2(13)

C9(N8(P3(N3
(87.0(16)

C12(N8(P3(N3
51.5(15)

C9(N8(P3(N9
162.3(14)

C12(N8(P3(N9
(59.2(15)

P5(N10(P4(N12
(9.8(8)

P5(N10(P4(N13
(132.7(7)

P5(N10(P4(N14
116.9(7)

P6(N12(P4(N10
7.6(9)

P6(N12(P4(N13
133.3(6)

P6(N12(P4(N14
(117.0(6)

C23(N13(P4(N10
69.6(12)

C24(N13(P4(N10
(60.0(10)

C23(N13(P4(N12
(60.0(12)

C24(N13(P4(N12
170.4(9)

C23(N13(P4(N14
(176.5(11)

C24(N13(P4(N14
53.9(11)

C26(N14(P4(N10
61.4(9)

C26(N14(P4(N12
(168.1(7)

C26(N14(P4(N13
(55.7(10)

P4(N10(P5(N11
15.3(8)

P4(N10(P5(N16
(113.7(7)

P4(N10(P5(N15
136.2(7)

P6(N11(P5(N10
(19.2(9)

P6(N11(P5(N16
106.8(7)

P6(N11(P5(N15
(144.6(6)

C34(N16(P5(N10
172.7(10)

C31(N16(P5(N10
32.4(14)

C34(N16(P5(N11
42.5(11)

C31(N16(P5(N11
(97.9(13)

C34(N16(P5(N15
(68.7(12)

C31(N16(P5(N15
151.0(13)

C27(N15(P5(N10
(78.8(14)

C30(N15(P5(N10
58.8(10)

C27(N15(P5(N11
48.4(13)

C30(N15(P5(N11
(174.0(10)

C27(N15(P5(N16
166.6(12)

C30(N15(P5(N16
(55.7(11)

P5(N11(P6(N12
17.8(9)

P5(N11(P6(N17
(107.9(9)

P5(N11(P6(N18
141.4(8)

P4(N12(P6(N11
(11.7(9)

P4(N12(P6(N17
117.8(8)

P4(N12(P6(N18
(131.6(7)

C35(N17(P6(N11
101.7(13)

C38(N17(P6(N11
(54.7(18)

C35(N17(P6(N12
(30.7(14)

C38(N17(P6(N12
172.8(16)

C35(N17(P6(N18
(147.0(12)

C38(N17(P6(N18
56.5(17)

C39(N18(P6(N11
(176.5(16)

C42(N18(P6(N11
(20.8(18)

C39(N18(P6(N12
(47.8(18)

C42(N18(P6(N12
108.0(17)

C39(N18(P6(N17
64.9(17)

C42(N18(P6(N17
(139.4(17)

	


Symmetry transformations used to generate equivalent atoms: 
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